Our interest in the X-ray structural investigation of the title compound was stimulated by its potential HIV-1 RT inhibition properties. Compounds of this type belong to family of non-nucleoside reverse transcriptase inhibitors (NNRTIs).
In the title compound, C 20 H 17 N 3 O, a potential anti-human immunodeficiency virus type 1 (HIV-1) non-nucleoside reverse-transcriptase inhibitor, the pyrrolidine ring has an envelope conformation. In the crystal structure, adjacent molecules are connected into infinite chains via an N-HÁ Á ÁO hydrogen bond.
Related literature
For details of the synthesis, see: Martirosyan et al. (2000 Martirosyan et al. ( , 2004 . For details of the pharmacological properties of compounds of this family, see : De Clercq (1996) . For the crystal structures of some analogs of the title compound, see: Karapetyan et al. (2002) ; Tamazyan et al. (2002) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: none 9470 measured reflections 4735 independent reflections 3450 reflections with I > 2(I) R int = 0.020 3 standard reflections frequency: 180 min intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.130 S = 1.02 4735 reflections 285 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.18 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (2) 158 (2) Symmetry code: (i) x; y À 1; z.
Data collection: CAD-4 Manual (Enraf-Nonius, 1988); cell refinement: CAD-4 Manual; data reduction: HELENA (Spek, 1997); program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL (Bruker 2000) and ORTEPII (Johnson, 1976) ; software used to prepare material for publication: SHELXTL.
A view of the molecular structure of the title compound is given in Fig. 1 . A l l the bond distances in the molecule are in good agreement with their mean statistical values, except bond C2-C7 which is relatively short, 1.493 (2) Å. We believe that this shortening is caused by the inductive effect of the carbonitryl group C7 ≡N11.
In the crystal structure infinite chains along [010] direction are formed via an intermolecular N-H···O hydrogen bond (see Fig. 2 and Table 1 ).
Experimental
The title compound was synthesized by the cycloalkylation of N1-benzyl-N1-cyano(1H-3-indolyl)methyl-3-chloropropanamide in the phase-transfer catalysis condition (Martirosyan et al., 2000 (Martirosyan et al., , 2004 . The compound as synthesized is a racemic mixture. Colorless crystals, suitable for X-ray analysis, were grown from a methanol solution of the compound.
Refinement
The H-atoms were located from difference Fourier syntheses and freely refined: N-H = 0.90 (2) Å; C-H = 0.94 (2) − 1.02 (2) Å. 0.0494 (6) 0.0315 (5) 0.0350 (5) −0.0157 (5) 0.0037 (5) −0.0062 (4) C3 0.0742 (10) 0.0429 (7) 0.0425 (7) −0.0210 (7) 0.0150 (7) −0.0026 (5) C4 0.0842 (11) 0.0384 (7) 0.0649 (9) −0.0266 (7) 0.0159 (8) (7) −0.0041 (5) C14 0.0545 (9) 0.0536 (8) 0.0666 (10) −0.0005 (7) 0.0081 (7) 0.0005 (7) C15 0.0467 (8) 0.0635 (9) 0.0771 (11) −0.0168 (7) 0.0016 (7) −0.0070 (8) C16 0.0471 (7) 0.0418 (6) 
